C 13 H 12 N 2 O 3 , monoclinic, P21/n (no. 14), a = 7.3322(5) Å,
Bruker programs [26] , SHELX [27, 28] paraformaldehyde (0.81 g, 9.0 mmol) in absolute ethanol (15 mL) and a catalytic amount of concentrated hydrochloric acid (0.5 mL) was heated to reflux for two hours. The reaction mixture was cooled and acetone (30 mL) was added. The precipitated Mannich base hydrochloride, namely 1-(2H-1,3-benzodioxol-5-yl)-3-(dimethylamino)propan-1-one hydrochloride was filtered off and dried. The Mannich base hydrochloride (2.58 g, 10 mmol) was dissolved in water (10 mL) and imidazole (1.36 g, 20 mmol) was added. The reaction mixture was heated to reflux for five hours, cooled and the precipitated solid was collected by filtration to give 1.15 g (47%) of the title ketone as a white solid (m.p. 423-425 K). Slow evaporation of an ethanolic solution of the title compound furnished its colourless single crystals.
Experimental details
Carbon-bound hydrogen atoms were placed in calculated positions and were included in the refinement using the riding model approximation, with U iso (H) set to 1.2Ueq(C).
Discussion
Imidazole derivatives have been first synthesised in the 1840s. Their current importance is testified by their ubiquitousness in the fields of medicinal chemistry, material science and agrochemicals [1] . Imidazole-based compounds exhibit diverse biological activities anticancer [2] [3] [4] [5] antibacterial [6, 7] , antitubercular [8, 9] , antifungal [10, 11] , antiviral [12] [13] [14] , anticonvulsant [15] [16] [17] and antiparkinson's agents [18, 19] . The [20] [21] [22] . In addition, a literature search revealed that a plethora of bioactive molecules incorporate the 1,3-benzodioxole scaffold in their structure [23] [24] [25] . The title ketone is a hybrid structure bearing both the 1,3-benzodioxole and imidazole moieties in its structure and can be used as a precursor to synthesize a number of new bioactive surrogates.
In the crystal structure of the title compound, the asymmetric unit contains one independent molecule. The molecules are packed via several non-classical C-H · · · O intermolecular hydrogen bonds to give a 3-D network.
